The molecule of the title compound, C 12 H 10 N 4 O 4 , displays an E configuration about the C N bond. The dihedral angle between the benzene and isoxazole rings is 1.36 (5) and the molecular conformation is stabilized by the an intramolecular C-HÁ Á ÁN hydrogen bond. In the crystal structure, centrosymmetrically related molecules are connected by pairs of N-HÁ Á ÁO hydrogen bonds into dimers, which are further linked into a three-dimensional network by intermolecular C-HÁ Á ÁO hydrogen bonds and by Á Á Á stacking interactions involving adjacent benzene and isoxazole rings, with a centroid-centroid separation of 3.861 (3) Å .
Related literature
For the biological activity and coordination ability of hydrazone compounds, see: Khattab (2005) ; Reiter et al. (1985) . For the properties of isoxazole derivatives, see: Stevens & Albizati (1984) . For examples of crystal structures of hydrazone compounds, see: Fun et al. (2008) ; Wei et al. (2009) ; Khaledi et al. (2008) . For reference bond-length data, see: Allen et al. (1987) . Table 1 Hydrogen-bond geometry (Å , ). (2) 179 (1) Symmetry codes: (i) x; Ày þ 3 2 ; z þ 1 2 ; (ii) Àx þ 1; Ày þ 1; Àz þ 1.
Experimental
Data collection: APEX2 (Bruker, 2004) ; cell refinement: SAINT (Bruker, 2004) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXL97.
5-
Hydrazone compounds have been widely studied because they exhibit extensive biological activities (Khattab, 2005) and coordination ability (Reiter et al., 1985) . Isoxazole compounds have also attracted much interest because of their fungicidal activity, plant-growth regulating activity and antibacterial activity (Stevens & Albizati, 1984) . In the last few years, a large number of hydrazone derivatives have been reported (e. g. Fun et al., 2008; Wei et al., 2009; Khaledi et al., 2008) . In order to study the properties of new compounds containing both the hydrazine and isoxazole groups, the title compound has been synthesized and its crystal structure is reported herein.
The molecule of the title compound ( Fig. 1) exhibits an E configuration with respect to the C6═N3 double bond, with the C7-C6-N3-N2 torsion angle of 178.8 (2)°. Bond lengths (Allen et al., 1987) and angles in the molecule are within normal ranges. The molecule is approximately planar [maximum displacement 0.1740 (17) Å for atom O4], with a dihedral angle between the benzene and isoxazole rings of 1.36 (5)°. The molecular conformation is enforced by an intramolecular C-H···N hydrogen bond. In the crystal packing, centrosymmetrically related molecules are connected into dimers by N-H···O hydrogen bonds (Table 1) . The dimers are further linked into a three-dimensional network (Fig. 2 ) by intermolecular C-H···O hydrogen bonds and by π···π stacking interactions involving adjacent benzene and isoxazole rings, with centroid-to-centroid separations of 3.861 (3) Å.
Experimental
The title compound, C 12 H 10 N 4 O 4 , was synthesized as follows: 3-nitrobenzaldehyde (2.2 g) and 5-methylisoxazole-4-carbonyl hydrazine (2.0 g, 0.014 mol) were mixed with glacial acetic acid (50 ml). The mixture was heated at 65 for 4 h, then the precipitate was collected by filtration and washed with water, chloroform and ethanol. The product was recrystallized from ethanol, then dried under reduced pressure. The title compound was obtained with a yield of 72.5%. Colourless blockshaped crystals suitable for X-ray analysis were obtained by slow evaporation of a dimethylformamide solution.
Refinement
The H atom bound to the N2 atom was located in a difference Fourier map and refined freely with the N-H distance restrained to 0.90 Å. All other H atoms were positioned geometrically and allowed to ride on their parent atoms, with C-H = 0.93-0.96 Å, and with U iso = 1.2 U iso (C) or 1.5 U iso (C) for methyl H atoms. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 0.0351 (10) 0.0382 (9) 0.0377 (8) 0.0008 (7) 0.0009 (7) −0.0005 (7) C5 0.0345 (10) 0.0374 (9) 0.0361 (8) 0.0010 (7) 0.0013 (7) 0.0012 (7) C6 0.0413 (12) 0.0424 (10) 0.0378 (8) −0.0047 (8) −0.0006 (8) 0.0023 (7) C7 0.0405 (11) 0.0370 (9) 0.0351 (8) 0.0000 (7) 0.0058 (7) −0.0003 (7) C8 0.0433 (12) 0.0427 (10) 0.0431 (9) −0.0045 (8) 0.0018 (8) −0.0004 (7) C9 0.0503 (13) 0.0523 (11) 0.0417 (9) −0.0012 (9) −0.0061 (9) 0.0032 (8) C10 0.0554 (14) 0.0451 (10) 0.0389 (9) 0.0026 (9) 0.0037 (9) 0.0055 (8) (7) N2 0.0383 (9) 0.0419 (8) 0.0369 (7) −0.0062 (7) −0.0052 (7) 0.0070 (6) N3 0.0408 (9) 0.0392 (8) 0.0361 (7) −0.0012 (7) 0.0005 (6) 0.0045 (6) 
